Some derivatives of 5-(2-ethoxyphenyl)-1-methyl-3-propyl-1,6-dihydro-7H -pyrazolo[4,3-d]pyrimidin-7-one are important chemical materials. We report herein the crystal structure of the title compound.
In the title compound, C 17 H 21 ClN 4 O, the benzene ring is oriented at dihedral angles of 1.59 (3) and 1.27 (3) with respect to the pyrimidine and pyrazole rings, while the dihedral angle between the pyrimidine and pyrazole rings is 0.83 (3) . An intramolecular N-HÁ Á ÁO hydrogen bond results in the formation of a planar (r.m.s. deviation 0.004 Å ) sixmembered ring.
Related literature
For a related structure, see: Rajesh & Joshi (2007) . For bondlength data, see: Allen et al. (1987) . 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.932, T max = 0.977 3470 measured reflections 3061 independent reflections 2353 reflections with I > 2(I) R int = 0.033 3 standard reflections frequency: 120 min intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.064 wR(F 2 ) = 0.182 S = 1.00 3061 reflections 208 parameters H-atom parameters constrained Á max = 0.38 e Å À3 Á min = À0.52 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97 and PLATON.
In the molecule of the title compound, (Fig. 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges. 
Experimental
For the preparation of the title compound, 5-(2-ethoxyphenyl)-1-methyl-3-propyl -1,6-dihydro-7H-pyrazolo[4,3d]pyrimidin-7-one (15.6 g) and phosphorus trichloride (13.7 g) were added into carbon tetrachloride (100 ml) at 345-350 K.
The gross products were extracted with n-hexane, dried under vaccum, and then recrystallized in dichloromethane. Finally the title compound is obtained (yield; 1.5 g) (Rajesh et al., 2007) . Crystals suitable for X-ray analysis were obtained by slow evaporation of a methanol solution.
Refinement
H atoms were positioned geometrically with N-H = 0.86 Å (for NH) and C-H = 0.93, 0.97 and 0.96 Å for aromatic, methylene and methyl H atoms, respectively, and constrained to ride on their parent atoms with U iso (H) = xU eq (C,N), where x = 1.5 for methyl H and x = 1.2 for all other H atoms. Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Hydrogen bond is shown as dashed line.
Figures
supplementary materials supplementary materials sup-7 Fig. 1 
